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HF DFT
r1 0.990 1.019
r2 1.377 1.387
r3 1.377 1.387
r1' 0.990 1.019
r2' 1.361 1.387
r3' 1.361 1.387
Symmetry C2 D2h
TABLE 1: Optimized geometric parameters
for naphthalocyanine by conventional MO
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Figure 3. ¸¹¦ Figure 2. Definition of geometrical 
parameters of naphthalocyanine 
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